Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.049; wR factor = 0.123; data-to-parameter ratio = 9.3.
The title compound (systematic name: 16-hydroxymethyl-12-methoxyibogamine), C 21 H 28 N 2 O 2 , was prepared by reaction of ibogaine with a formaldehyde-acetic acid solution (pH = 4). The crystal structure of this new product, belonging to the iboga indole family, is stabilized by an intermolecular O-HÁ Á ÁN hydrogen bond. The identity of the compound was confirmed by one-and two-dimensional NMR spectroscopic techniques.
Related literature
For related literature on ibogaine and its derivatives, see: Alper et al. (2008) ; Levant & Pazdernik (2004) ; Maisonneuve et al. (1991) ; Soriano-García (1992) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Ibogaine is a psychostimulant of interest as an ethnopharmacological prototype for experimental investigation and possible rational pharmaceutical development (Alper et al., 2008) . In this context and in order to prepare other substitutes, we realised the reaction of ibogaine with a formaldehyde-acetic acid solution (pH= 4). This reaction led to 47% of the title compound ( Fig. 1) .
The current study describes the preparation and the structure elucidation of N-hydroxymethylene ibogaine. Its structure was established principally by two-dimensional NMR spectroscopy and its solid state structure was determined through X-ray diffraction analysis (Fig. 2, Fig. 4 ).
The conformation of this compound is stabilized by an intermolecular hydrogen bond between the hydroxyl O 2 -H 2 group and atom N 4 (Fig. 3) .
The title compound (2) was prepared by reaction of ibogaine (1) (100 mg, 0.3 mmol) with formaldehyde-acetic acid solution (pH= 4) (10 ml). The mixture was stirred at room temperature for 2 h. Then, the mixture was diluted with H 2 O, made alkaline with an NH 4 OH solution (pH = 9) and immediately extracted with CH 2 Cl 2 . The organic phase was dried over sodium sulfate, filtered and concentrated under reduced pressure. The concentrate was then purified by chromatography on silica gel column with dichloromethane as eluent to yield 47% of the title compound. 9, C 18 ; 20.2, C 6 ; 25.7, C 14 ; 27.6, C 19 ; 29.7, C 15 ; 33.4, C 17 ; 41.7, C 16 ; 41.7, C 20 ; 50.3, C 3 ; 54.6, C 5 ; 56.1, O-CH 3 ; 58.2, C 21 ; 66.2, N 1 -CH 2 OH; 100.9, C 9 ; 109.7, C 7 ; 110.2, C 12 ; 111.2, C 11 ; 128.9, C 8 ; 142.3, C 2 ; 154.5, C 10 . Repeated recrystallizations from dichloromethane afforded white crystals suitable for single crystal X-ray diffraction. In the absence of anomalous scattering Friedel pairs were merged and any references to the Flack parameter were removed.
Figures Fig. 1 . Chemical pathway of the formation of the N-hydroxymethylene ibogaine (2). 
